To an ice cold, well-stirred mixture of (S)-propranolol (1 mmol), 10 ml of aqueous 10% NaOH and 15 ml of diethyl ether, were added 5 ml of a 20% phosgene solution in toluene; after stirring for 1 h at 273 K, the organic layer was separated, dried over anhydrous sodium sulfate and evaporated Under reduced pressure to give the title compound as a white solid (0.26 g, 90% yield). Crystals suitable for X-ray analysis were obtained by slow evaporation from a chloroform solution kept at 277 K. The hydroxyl hydrogens were not localized and therefore not considered during refinement. All other hydrogen atoms parameters were refined isotropically assuming the riding model approximation. Another factor which reduced the number of observed reflections was intensity decay occurred during data collection.
Source of material (5)-3-(Methylethyl)-5-[( 1 -naphthalenyloxy)methyl]-2-oxazolidinone.
To an ice cold, well-stirred mixture of (S)-propranolol (1 mmol), 10 ml of aqueous 10% NaOH and 15 ml of diethyl ether, were added 5 ml of a 20% phosgene solution in toluene; after stirring for 1 h at 273 K, the organic layer was separated, dried over anhydrous sodium sulfate and evaporated Under reduced pressure to give the title compound as a white solid (0.26 g, 90% yield). Crystals suitable for X-ray analysis were obtained by slow evaporation from a chloroform solution kept at 277 K. The hydroxyl hydrogens were not localized and therefore not considered during refinement. All other hydrogen atoms parameters were refined isotropically assuming the riding model approximation. Another factor which reduced the number of observed reflections was intensity decay occurred during data collection. As the space group is polar, the refinement was also performed on the enatiomeric structure which converged to R = 4.89. When the R-factor ratio statistical test is applied [1] , a value of 1.0020 of such ratio is obtained. This is greater than the value of R~l,l 131, 0.05 = 1.0017 obtained by interpolation from the Hamilton tables at the 0.05 level of significance level for a one-dimensional hypothesis and 1131 degrees of freedom. The correct assignment of the absolute configuration was also qualitatively confirmed by the Flack analysis [2] as implemented in the SHELX-93 program [3] which produced a value of-0.07(41) for the S configuration and a value of 0.23 (42) for the R configuration.
Discussion
The ß-adrenergic antagonist propranolol (l-[(I-methylethyl)amino]-3-(l-naphthalenyloxy)-2-propanol), a widely prescribed drug with antihypertensive and other cardiovascular actions, is used clinically as the racemic mixture of the R and 5 enantiomers. However, the pharmacological profiles of the individual enantiomers are quite different [4] and the ß-adrenergic blocking activity is mainly due to the S isomer. Solid state structure of propranolol 2-oxazolidinone is essential to gain information about its conformational preferences and to improve our molecular mechanics docking simulations. Several crystal structures of propranolol and its derivatives have been reported [5] [6] [7] . The compound under study differ remarkably from its parent drug propranolol because it has a oxazolidin-2-one ring in place of a isopropylic chain. This occurrence considerably reduces the number torsional degrees of freedom and, conseguently, the conformational flexibility of the molecule. Hence, in this case we cannot describe the overall conformation of the molecule in terms of χι, %2, %3 and y_4 torsional angles as previously shown for this class of drugs [6] , Least-square planes of naphthyloxy and oxazolidin rings have rms of 0.018 A and 0.015 A, respectively. Atom Ol, which plays an important role in determining the pharmacological activity of this class of drugs, is placed 0.155(0.004) Ä apart from the least square naphthyloxy plane and at 1.366(0.004) Ä from CI. 
